Major Phytoconstituents of Actinidia deliciosa were explored for their anti-viral potential against dengue virus (DENV). The docking of these phytoconstituents was performed on 7 viral targets-4 DENV non structural protein (NS5-SAM binding domain, NS5 RdRp domain, NS3 helicase & NS2B-NS3 protease) and 3 DENV structural proteins (Envelope protein-b-OD domain, stem domain & Domain III). The analysis was done on the basis of binding affinity, type of interactions (bond type and distance) and interaction with amino acids significant in viral replication. The top 5 phytoconstituents with best docking score have been reported.
Data
The phytoconstituent abundance, folklore usage and reported scientific literature of Acitnidia deliciosa develops a promising platform for its evaluation as antidengue agent [1, 2] .
The data includes the outcome of docking of phytoconstituents of Actinidia deliciosa against various dengue viral targets. The details of viral targets (Table 1 ) and list of phytoconstituents (Table 2) are furnished. The top 5 best docked phytoconstituents are listed (Table 3 ) and image of the topmost phytoconstituent binding to selected viral proteins in provided (Fig. 1) . The detail of docking of all phytoconstituents is provided in the supplementary data. Specification Value of the data This is the first article which represents exploration of various phytoconstituents against several dengue virus targets.
It provides information about the phytoconstituents (belonging to varied classes) and their interaction with the viral targets which will help in investigating and developing other DENV inhibitors. The data may be useful for researchers working on discovery and development of anti-dengue agents. The promising phytoconstituents identified may serve as potential leads for development of future therapeutics for dengue infection. 2. Experimental design, materials, and methods
Selection & retrieval of target structures
The selection of targets was done on the basis of literature survey. The docking was carried out on 4 non structural (NS2B-NS3, NS3 helicase, NS5 methyltransferase, NS5 RdRp domain) proteins and 3 possible target sites in envelope protein of the dengue virus.
The crystal structures of the selected dengue non structural proteins and envelope protein were retrieved from protein data bank. (PDB database, www.rcsb.org). The downloaded protein structure was prepared prior to docking using Schr€ odinger Maestro release 2016e4. Briefly the protein preparation was done by preprocessing the structures for assignment of bonds and bond orders, addition of hydrogens, filling in missing loops or side chains, capping uncapped termini, adjusting bonds and formal charges for metals, and correcting mislabeled elements, removing water molecules, removing unwanted chains and optimization of hydrogen bonded structures followed by refinement.
The Table 1 gives details of X-ray crystallographic models of targets used for docking. No suitable protein structure was available in protein data bank for stem domain of the envelope protein. A model was created using dengue full length dengue envelope protein (UniProt ID-B1PNV2_9FLAV) with SWISS-MODEL [9] .
The receptor preparation was done using Schrodinger Maestro Protein preparation wizard.
Ligand preparation and molecular docking
The structures of the selected 32 phytoconstituents of Actinidia deliciosa were downloaded from Pubchem (https://pubchem.ncbi.nlm.nih.gov/). The energy minimisation was done using Avogadro software and structures were saved in sdf format. The minimized structures were docked on the prepared protein targets after converting to 3d structures and refinement, using FlexX Lead IT 2.3.2 software.
The best phytoconstituent was identified on the basis of binding energy and interaction with amino acid residues important for viral replication. Table 3 gives the top 5 phytoconstituents based on binding energy and Fig. 1 gives the best docked phytoconstituent per dengue viral target.
